SI-1. Comparison of quantum-chemical results for selected reaction enthalpies
Energetics of the reactions (C 2 F 5 )N → C 2 F 5 + N and (C 2 F 5 )N → (CF 2 )N + CF 3 (DFT calculations with B3LYP, 1,2 M06-2X, 3 BMK, 4 and ωB97X-D 5 models, combined with a 6-311+G(3df) basis set; ab initio calculations employing CBS-QB3 6, 7 and G4 models; 8 all calculations performed using the Gaussian set of codes 9 ). (Reaction enthalpies at 0 K in kJ mol -1 ) Rotational constants (in cm -1 , from B3LYP/6-311+G(3df) calculations): 
